Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.043; wR factor = 0.122; data-to-parameter ratio = 13.2.
Related literature
For a related structure and background to anthrone derivatives, see: Arumugam et al. (2011) . For related structures, see: Wen & Li (2008) ; Zhou et al. (2004) . For the synthesis, see: Prinz et al. (2003) . For ring conformations, see: Cremer & Pople (1975) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C1-C6 and C16-C21 rings, respectively. Symmetry codes: (i) Àx þ 1; Ày; z þ 1 2 ; (ii) Àx; Ày; z þ 1 2 ; (iii) Àx þ 1 2 ; y þ 1 2 ; z þ 1 2 .
Data collection: APEX2 (Bruker, 2009); cell refinement: SAINT (Bruker, 2009); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009). 10-(4-Methylbenzylidene)anthracen-9(10H)-one A. I. Almansour, N. Arumugam, U. Karama, I. A. Razak and S. Arshad
Comment
As part of our ongoing studies of anthrone derivatives (Arumugam et al., 2011) , we have undertaken the X-ray crystal structure determination of the title compound, (I).
In the molecular structure (Fig 1) , the six-membered ring (C1/C6-C8/C13/C14) within the anthracene moiety adopts a boat conformation with puckering parameters Q= 0.2860 (17) Å, Θ= 99.1 (3)° and Φ= 114.8 (3)° (Cremer & Pople, 1975) .
This differs from the planar anthracene ring reported in related structure (Arumugam et al., 2011) . The mean plane through the anthracene ring (C1-C14) makes a dihedral angle of 38.73 (6)° with the phenyl ring (C16-C21). The bond lengths and angles are comparable those in the related structure (Wen & Li, 2008; Zhou et al., 2004) .
The crystal packing is shown in Fig. 2 . The molecules are linked by the intermolecular C3-H3A···O1 hydrogen bonds (Table 1) into infinite one dimensional zigzag chain along the c-axis. In addition, the crystal structure are further stabilized by the intermolecular C22-H22C···Cg1 and C17-H17A···Cg2 (Table 1) interactions (Cg1 and Cg2 are the centroids of C1-C6 and C16-C21 rings, respectively).
Experimental
The title compound was synthesized as reported (Prinz et al., 2003) and crystallized EtOAc by slow evaporation technique.
Refinement
All H atoms were positioned geometrically [C-H = 0.95 and 0.98 Å] and refined using a riding model with U iso (H) = 1.2 and 1.5 U eq (C). A rotating group model was applied to the methyl groups. A total of 2319 Freidel pairs were used to determine the absolute structure. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
0.0306 (6) 0.0475 (7) 0.0215 (5) 0.0048 (5) −0.0009 (5) −0.0047 (5) C1 0.0160 (6) 0.0216 (6) 0.0235 (6) 0.0018 (4) 0.0013 (5) 0.0038 (5) C2 0.0206 (6) 0.0296 (7) 0.0245 (6) 0.0027 (6) −0.0003 (6) 0.0064 (6) C3 0.0224 (6) 0.0301 (7) 0.0364 (9) 0.0063 (6) 0.0030 (6) 0.0117 (7) C4 0.0247 (7) 0.0260 (7) 0.0425 (9) 0.0062 (6) 0.0062 (7) 0.0039 (7) C5 0.0226 (7) 0.0275 (7) 0.0321 (8) 0.0018 (6) 0.0051 (6) −0.0029 (6) C6 0.0172 (6) 0.0272 (7) 0.0225 (6) 0.0009 (5) 0.0019 (5) 0.0028 (5) C7 0.0178 (6) 0.0317 (7) 0.0207 (7) 0.0026 (5) 0.0025 (5) 0.0010 (6) C8 0.0181 (6) 0.0317 (7) 0.0219 (7) 0.0035 (5) 0.0034 (5) 0.0074 (6) C9 0.0257 (7) 0.0466 (10) 0.0261 (7) 0.0071 (7) 0.0057 (6) 0.0138 (8) C10 0.0300 (8) 0.0449 (10) 0.0403 (10) 0.0085 (7) 0.0091 (7) 0.0259 (9) C11 0.0244 (8) 0.0312 (8) 0.0495 (11) 0.0028 (6) 0.0096 (7) 0.0173 (8) C12 0.0205 (7) 0.0250 (7) 0.0387 (9) −0.0004 (5) 0.0062 (6) 0.0080 (7) C13 0.0164 (6) 0.0252 (7) 0.0264 (7) 0.0012 (5) 0.0019 (5) 0.0071 (6) C14 0.0168 (6) 0.0221 (6) 0.0221 (6) −0.0005 (4) −0.0005 (5) 0.0030 (5) C15 0.0225 (7) 0.0215 (6) 0.0227 (7) −0.0007 (5) 0.0008 (5) 0.0006 (5) C16 0.0219 (7) 0.0242 (6) 0.0198 (6) 0.0007 (5) 0.0010 (6) −0.0011 (5) C17 0.0260 (7) 0.0315 (8) 0.0249 (7) −0.0038 (6) 0.0009 (6) −0.0060 (6) C18 0.0264 (8) 0.0416 (9) 0.0198 (7) −0.0010 (6) −0.0008 (6) −0.0062 (6) C19 0.0205 (7) 0.0394 (8) 0.0208 (6) 0.0018 (6) 0.0013 (6) 0.0031 (6) C20 0.0208 (6) 0.0272 (7) 0.0239 (7) 0.0019 (5) 0.0011 (6) 0.0025 (6) 
